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Coupling reaction between PhI and Cu[P(mtol)3]2cbz
in CH3CN



















































































































































































































Table S1.   Selected bond lengths [Å] and angles [°] for  1. 
_____________________________________________________________  
Cu(1)-N(1)  1.9451(9) 
Cu(1)-P(1)  2.2354(3) 
Cu(1)-P(2)  2.2461(3) 
N(1)-C(9A)  1.3717(15) 
N(1)-C(8A)  1.3761(15) 
 









Table S2.  Crystal data and structure refinement for 1. 
Identification code  1 
Empirical formula  C56 H55 Cu N O0.5 P2 
Formula weight  875.53 
Temperature  100(2) K 
Wavelength  0.71073 Å 
Crystal system  Monoclinic 
Space group  P21/c 
Unit cell dimensions a = 18.9529(7) Å α= 90°. 
 b = 13.0404(5) Å β= 94.636(2)°. 
 c = 18.8374(7) Å γ = 90°. 
Volume 4640.5(3) Å3 
Z 4 
Density (calculated) 1.223 Mg/m3 
Absorption coefficient 0.578 mm-1 
F(000) 1792 
Crystal size 0.41 x 0.29 x 0.11 mm3 
Theta range for data collection 1.90 to 39.39°. 
Index ranges -33<=h<=33, -23<=k<=22, -33<=l<=33 
Reflections collected 166283 
Independent reflections 27658 [R(int) = 0.0411] 
Completeness to theta = 39.39° 99.9 %  
Absorption correction Semi-empirical from equivalents 
Max. and min. transmission 0.9392 and 0.7975 
Refinement method Full-matrix least-squares on F2 
Data / restraints / parameters 27658 / 537 / 574 
Goodness-of-fit on F2 1.022 
Final R indices [I>2sigma(I)] R1 = 0.0477, wR2 = 0.1182 
R indices (all data) R1 = 0.0799, wR2 = 0.1331 
Largest diff. peak and hole 1.351 and -0.452 e.Å-3 
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Table S3.  Atomic coordinates  ( x 104) and equivalent  isotropic displacement parameters (Å2x 103) 
for 1.  U(eq) is defined as one third of  the trace of the orthogonalized Uij tensor. 
________________________________________________________________________________  
 x y z U(eq) 
________________________________________________________________________________   
Cu(1) 2462(1) -678(1) 1068(1) 17(1) 
P(2) 3514(1) -1070(1) 1638(1) 16(1) 
P(1) 1706(1) -1902(1) 666(1) 19(1) 
N(1) 2292(1) 780(1) 919(1) 19(1) 
C(226) 4872(1) -656(1) 1178(1) 22(1) 
C(112) 1079(1) -587(1) -337(1) 21(1) 
C(9A) 2453(1) 1303(1) 322(1) 18(1) 
C(131) 2106(1) -2933(1) 186(1) 22(1) 
C(231) 3576(1) -2293(1) 2108(1) 19(1) 
C(212) 3727(1) 906(1) 2125(1) 25(1) 
C(121) 1269(1) -2531(1) 1373(1) 22(1) 
C(221) 4222(1) -1144(1) 1039(1) 18(1) 
C(114) -98(1) -697(1) -892(1) 28(1) 
C(232) 2994(1) -2620(1) 2457(1) 19(1) 
C(233) 2988(1) -3570(1) 2796(1) 22(1) 
C(225) 5402(1) -787(1) 714(1) 26(1) 
C(222) 4106(1) -1738(1) 422(1) 25(1) 
C(211) 3819(1) -126(1) 2305(1) 21(1) 
C(113) 550(1) -194(1) -822(1) 24(1) 
C(111) 973(1) -1466(1) 57(1) 21(1) 
C(8A) 2071(1) 1513(1) 1378(1) 21(1) 
C(4A) 2328(1) 2377(1) 384(1) 23(1) 
C(1) 2702(1) 910(1) -304(1) 23(1) 
C(4B) 2086(1) 2515(1) 1078(1) 24(1) 
C(234) 3577(1) -4205(1) 2766(1) 31(1) 
C(133) 2996(1) -4278(1) 184(1) 35(1) 
C(236) 4164(1) -2931(1) 2097(1) 31(1) 
C(223) 4636(1) -1886(1) -38(1) 28(1) 
C(216) 4104(1) -390(1) 2988(1) 30(1) 
C(224) 5287(1) -1409(1) 120(1) 26(1) 
C(122) 1040(1) -1906(1) 1912(1) 28(1) 
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C(132) 2628(1) -3541(1) 543(1) 28(1) 
C(117) 690(1) 738(2) -1254(1) 41(1) 
C(134) 2834(1) -4397(1) -544(1) 37(1) 
C(213) 3908(1) 1682(1) 2618(1) 31(1) 
C(237) 2364(1) -3912(1) 3177(1) 35(1) 
C(215) 4279(1) 385(2) 3482(1) 38(1) 
C(136) 1951(1) -3072(1) -547(1) 31(1) 
C(4) 2440(1) 3032(1) -185(1) 34(1) 
C(2) 2802(1) 1574(1) -860(1) 30(1) 
C(8) 1853(1) 1377(1) 2067(1) 32(1) 
C(214) 4177(1) 1400(1) 3302(1) 36(1) 
C(5) 1895(1) 3371(1) 1469(1) 36(1) 
C(126) 1120(1) -3576(1) 1382(1) 34(1) 
C(235) 4159(1) -3890(1) 2419(1) 38(1) 
C(3) 2672(1) 2628(1) -806(1) 37(1) 
C(135) 2317(1) -3801(1) -907(1) 38(1) 
C(116) 322(1) -1965(1) -27(1) 37(1) 
C(115) -214(1) -1570(1) -502(1) 38(1) 
C(123) 644(1) -2299(2) 2442(1) 36(1) 
C(6) 1685(1) 3225(2) 2146(1) 44(1) 
C(7) 1659(1) 2243(2) 2438(1) 42(1) 
C(227) 4503(1) -2539(2) -696(1) 49(1) 
C(217) 3798(1) 2785(1) 2410(1) 48(1) 
C(124) 497(1) -3334(2) 2432(1) 47(1) 
C(125) 737(1) -3971(2) 1920(1) 48(1) 
C(127) 381(1) -1604(2) 3000(1) 54(1) 
C(137) 3559(1) -4920(2) 570(1) 58(1) 
C(1S) 801(6) 4281(6) -160(4) 44(1) 
C(2S) 87(4) 4799(8) -325(4) 89(2) 
O(1S) -175(2) 5464(2) -144(2) 44(1) 
C(3S) -806(7) 5571(9) 291(6) 76(3) 
C(4S) -877(2) 6032(4) 967(3) 57(1) 
________________________________________________________________________________  
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